. Optimized Cartesian Co-ordinates of Parent compound R. Table S8 . Natural bond orbital (NBO) analysis of compound R using B3LYP/6-31G (d,p). Table S9 . Natural bond orbital (NBO) analysis of 1 using B3LYP/6-31G (d, p). Table S10 . Natural bond orbital (NBO) analysis of 2 by using B3LYP/6-31G (d, p). Table S11 . Natural bond orbital (NBO) analysis of 3 using B3LYP/6-31G (d,p). Table S12 . Natural bond orbital (NBO) analysis of 4 using B3LYP/6-31G (d,p). Table S13 . Natural bond orbital (NBO) analysis of 5 using B3LYP/6-31G (d,p). Table S13 . Cont. Table S14 . Natural bond orbital (NBO) analysis of 6 using B3LYP/6-31G (d,p). 
